Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.026; wR factor = 0.068; data-to-parameter ratio = 15.0.
In the title compound, C 16 H 12 BrNO, the ring systems subtend an interplanar dihedral angle of 75.95 (3) . In the crystal packing, molecules are linked to form centrosymmetric pairs by pairs of classical N-HÁ Á ÁO hydrogen bonds.
Related literature
For the biological and pharmaceutical properties of isoquinolin-1(2H)-one derivatives, see: Chern & Li (2004) ; Coelho et al. (2003) ; Jayaraman et al. (2000) ; Thompson & Kallmerten (1990) ; Ukita et al. (2001) . For the structure of a related isochromene derivative, see: Ali et al. (2009) Table 1 Hydrogen-bond geometry (Å , ). (19) 176 (2) Symmetry code: (i) Àx; Ày þ 1; Àz þ 1.
Data collection: CrysAlis CCD (Oxford Diffraction, 2009); cell refinement: CrysAlis RED (Oxford Diffraction, 2009); data reduction: CrysAlis RED; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: XP (Siemens, 1994); software used to prepare material for publication: SHELXL97.
TMB is grateful to the Higher Education Commission of Pakistan for financial support for a PhD program. Isoquinolin-1(2H)-one derivatives are an important class of heterocyclic compounds with substantial biological activities (Jayaraman et al., 2000) that can be found in naturally occurring products of medicinal interest (Ukita et al., 2001) and synthetic pharmaceuticals such as thalifoline (Chern & Li, 2004) , pancratistain and lycoricidine (Thompson & Kallmerten, 1990 ). In addition, isoquinolin-1(2H)-ones are versatile building blocks for the total synthesis of natural isocarbostyril alkaloids (Coelho et al., 2003) . Bearing in mind the pharmaceutical importance of this class of compounds, the title compound, an isoquinolinone derivative containing a 3-bromobenzyl substituent, has been synthesized and its crystal structure is reported here. We have also determined the structure of the analogous isochromene derivative with an oxygen atom replacing the NH group (Ali et al., 2009) .
The molecule of the title compound is shown in Fig. 1 . Bond lengths and angles may be regarded as normal. The atom sequence N-C2-C10-C11 displays a trans geometry, with a torsion angle of -178.69 (14) The packing diagram (Fig. 2) shows the molecules to be linked by classical hydrogen bonds N-H···OC across inversion centres.
Experimental 3-(3'-Bromobenzyl)isocoumarin (1 g, 0.0032 mol) in 2-ethoxyethanol was saturated with ammonia gas for 2 h, forming a pale yellow solution that was refluxed for 2 h. The solvent was evaporated under reduced pressure, yielding a fluffy solid.
This that was purified by column chromatography using 50% ethyl acetate/petroleum ether as an eluent to afford the title compound (yield 61%; m.p. 228-230 °C). Crystals suitable for X-ray analysis were obtained by slow evaporation of an ethyl acetate solution.
Refinement
The H atom bount to the nitrogen atom was refined freely. Other H atoms were placed in calculated positions and refined using a riding model with C-H = 0.95-0.99 Å and with U iso (H) = 1.2 U eq (C). (7) −0.0005 (7) −0.0001 (6) C14 0.0246 (9) 0.0243 (9) 0.0202 (9) 0.0016 (7) 0.0045 (7) 0.0073 (7) C15 0.0250 (9) 0.0205 (8) 0.0280 (10) −0.0043 (7) 0.0009 (7) 0.0044 (7) 
